. Peptide chemical analysis. HPLC-elution profiles (left, C18 column) of the oxidized and purified Ser-mutant isomers 16-18 with the corresponding MALDI MS spectra (right). [a] HPLC elution was carried out using a gradient of 0-40% acetonitrile containing 0.1% TFA (eluent B) in 40 min and 0.1% TFA in water (eluent A). Table S3 . Mean backbone RMSD values from the 400-ns MD simulation of µ-PIIIA disulfide isomers.
Isomer

Connectivity Run 1 (Å) Run 2 (Å) Mean (Å)
PIIIA 1 4.90 ± 0.7 4.1 ± 0.4 4.5 ± 0.69 PIIIA 2 2.4 ± 0.4 2.7 ± 0.5 2.55 ± 0.47 PIIIA 3 7.4 ± 0.7 6.6 ± 0.6 7 ± 0.76 PIIIA 4 6.7 ± 0.6 6.5 ± 0.9 6.6 ± 0.77 PIIIA 5 7.8 ± 0.9 7.4 ± 1.2 7.6 ± 1.07
PIIIA 6 6.6 ± 0.8 5.7 ± 1.0 6.15 ± 1.01 PIIIA 7 4.2 ± 0.6 3.6 ± 0.4 3.9 ± 0.59 
